Tri-n-butyl)(1,2,3,4-tetrahydro-2,4-dioxo-1-pyrimidineacetato)tin(IV), [Sn(C4H9)3(C6HsN204)], Mr = 459.15, monoclinic, C2/c, a = 18.402 (17), b = 16.861 (19), c--16.328(16) A, 13= 117.04(7) °, V= 4512 (8) A 3, Z= 8,
Introduction. A central question in the structural chemistry of triorganotin(IV) carboxylates is whether carboxylate groups will chelate to form monomers with four-coordinate tin or give five-coordinate polymers as a result of carboxylate bridging (Amini, Ng, Fidelis, Heeg, Muchmore, van der Helm & Zuckerman, 1989) . Triphenyltin(IV) arylcarboxylates are generally monomeric molecules with tetrahedral tin (Ng, Kumar Das, van Meurs, Schagen & Strayer, 1989) ; the aryl group prefers to be conjugated to the carboxylate group and to be coplanar with it. Triorganotin(IV) alkanoates are often polymeric; each ligand links two Sn atoms via the carboxylate group to form a chain with five-coordinate trans-C3Sn02 units (Ng, Chen & Kumar Das, 1988) . The discovery of antitumour properties (Meriem, Gielen & Willem, 1989 ) and the industrial importance of organotin(IV) compounds (Evans & Karpel, 1985) have stimulated 0108-2701/92/010051-03503.00 our interest in this class of compound and led us to determine the structure of the title compound.
Experimental. Air-stable colourless prismatic crystals of tri-n-butyltin(IV) 1-uracilacetate were prepared by reaction of stoichiometric amounts of tributyltin(IV) oxide and 1-uracilacetic acid. The mixture was refluxed in toluene in vacuum. A white crystalline solid was recrystallized from toluene. Analysis calculated for (C4H9)aSnC6H5N204: C 47.08, H 7.03, N 6.10%; found: C 46.98, H 6.87, N 6.21%. Space group C2/c from systematic absences: hkl, h + k = 2n + 1; hOl, l = 2n + l; 0k0, k = 2n + 1. Data collected on a crystal of size 0.2 x 0.1 x 0.3 mm. Dm by flotation in ZnSO4 solution. Approximate values of lattice parameters from rotation and Weissenberg patterns. Accurate lattice parameters were refined by least squares on the basis of 15 precisely centred reflections with 5 < 20 < 14 ° on a Syntex P21 fourcircle diffractometer using Mo Ka radiation filtered by a graphite monochromator. Intensities of 5135 unique reflections, collected in the range 0 < 20 < 55 °, h=0---,22, k=0---,21, l = -19--->18 by 0/20 scans, variable rate 4.9 to 29.3 ° min-I in 20, background to scan-time ratio 1.0, scan width 2 ° plus a~-a2 dispersion. No significant variation in intensities of two standard reflections (202, 200) measured after 98 reflections. Data reduction performed with the program XP21 (Pavel6ik, 1987) . All intensities corrected for Lorentz and polarization effects, but not for absorption or extinction. The structure was solved by the Patterson method and refined on F by the block-diagonal least-squares method using 1540 observed reflections with I> 1.96tr(I). H atoms located at calculated positions; their coordinates and (4) C(1) 3175 (6) 822 (6) 1771 (8) 6.1 (8) C (2) 3508 (6) 226 (7) 1380 (7) 8.2 (6) C (3) 4118 (6) 624 (8) 1083 (7) 8.1 (6) C (4) 4543 (8) -52 (10) 914 (9) 13.6 (9) C(5) 1480 (6) 1262 (6) 2323 (7) 6.8 (6) C(6) 1447 (7) 2015 (7) 1860 (8) 10.2 (7) C (7) 845 (7) 2651 (8) 1884 (8) 12.4 (8) C(8) 1135 (9) 3016 (8) 2748 (10) 12.2 (10) C(9) 2742 (6) -456 (6) 3344 (6) 7.9 (6) C (10) 1992 (11) -943 (7) 3272 (8) 14.1 (10) C(ll) 1943 (12) -1467 (12) 3782 (14) 18.1 (17) C(12) 1217 (10) -1790 (12) 3621 (12) 15.9 (14) C(13) 1193 (4) -118 (4) 449 (5) 3.6 (4) C(14) 754 (4) -750 (4) -261 (5) 3.8 (4) C(15) 516 (5) -1882 (5) 526 (6) 4.5 (5) C(16) 702 (5) -2590 (5) 929 (6) 4.4 (5) C(17) 1348 (5) -3044 (4) 920 (5) 4.6 (4) C(18) 1589 (4 (Nardelli, 1984) using an M 4030 computer at the Slovak Technical University, Bratislava, Czechoslovakia. Table 1 ,* bond lengths and angles in Table 2 . The molecular structure and the atom numbering are shown in Fig. 1, the Bond distances (A) and angles (o) with e.s.d. ' Fig. 1. Molecular structure of the title compound. The bond is not shown. Sn--O(uracil) bonds is greater than 0.22 A, the difference found in triphenyltin(IV) 8-quinolyloxyacetate hydrate (Kumar DaN, Chert, Ng & Mak, 1987) where the molecules are linked by hydrogen bonding through coordinated water molecules. In a triphenyltin(IV) 3-pyridinecarboxylate (Ng, Kumar DaN, van Meurs, Schagen & Straver, 1989) the corresponding difference is 0.431 A and molecules are linked by intermolecular Sn,---:N bridges. The three C atoms C(1), C(5) and C(9) define the equatorial plane of the trigonal bipyramid, with the Sn atom located 0.292 (2) Introduction. The synthesis and structural properties of carbametallaboranes in which the indenyl ligand 0108-2701/92/010053-05503.00 (C9H7) is z/5-bonded (exopolyhedrally) to the cluster metal atom are of interest since (i) electronically controlled conformational possibilities exist that are not possible in analogous cyclopentadienyl carbametallaboranes and (ii) slipping distortions are well known both in carbametallaboranes and in indenyl transition-metal compounds separately, and it is instructive to devise molecules in which either or both distortions are present, possibly in competition.
Discussion. Positional parameters of non-H atoms and Beq values are listed in
To these ends we have already reported the compound 3-('qs-C9H7)-3,1,2-closo-CoC2BgHll and its 1 eand 2e-reduced forms (Smith & Welch, 1986) . The conformation of, and slipping distortions in, the neutral compound are rationalized (via frontier molecular orbital analysis) in terms of the influence of the six-carbon ring fused to the side of the r/5-
